Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.130; data-to-parameter ratio = 21.5.
In the title compound, C 16 H 17 ClO, the cyclohexene ring adopts a half-chair conformation and the best plane through the six ring atoms makes a dihedral angle of 6.69 (7) with the chlorophenyl ring. In the crystal, pairs of C-HÁ Á ÁO hydrogen bonds link the molecules into centrosymmetric R 2 2 (20) dimers. The dimers are linked into an infinite chains along the b-axis direction by further C-HÁ Á ÁO hydrogen bonds.
Related literature
For the pharmacological activity of cyclohexanone derivatives, see: Puetz et al.(2003) ; Rajveer et al. (2010) . For a related structure, see: Hema et al. (2006) . For conformational analysis, see: Allinger (1977) ; Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ). 
Experimental
A mixture of isophorone (0.01 mol), 4-chlorobezaldehyde (0.01 mol) and sodium hydroxide solution (10 mL, 10%) in ethanol (25 mL) was stirred at room temperature until the starting material disappeared. The resulting mixture was poured into crushed ice and the precipitate was filtered off, dried and recrystallized from ethanol. Yield=90%, Melting point=84-86°C.
Refinement
The hydrogen atoms were placed in calculated positions with C-H = 0.92 Å to 0.97 Å refined in the riding model with fixed isotropic displacement parameters:U iso (H) = 1.5U eq (C) for methyl group and U iso (H) = 1.2U eq (C) for other groups. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) −0.0013 (7) C3 0.0696 (9) 0.0585 (9) 0.0504 (8) −0.0135 (7) 0.0139 (7) −0.0063 (7) C4 0.0477 (7) 0.0489 (8) 0.0500 (7) 0.0014 (6) 0.0124 (6) 0.0008 (6) C5 0.0621 (8) 0.0566 (9) 0.0551 (8) −0.0045 (7) 0.0192 (7) −0.0078 (7) C6 0.0598 (8) 0.0542 (9) 0.0627 (9) −0.0087 (7) 0.0150 (7) −0.0033 (7) 
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
